LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118352.D

Aca On : 27 Dec 2019 21:59

Operator :© JU

Sample : K6431-01 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF122419 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 5.051 500 504 517 rVB 185127 216833 14.16% 1.204%
2 5.469 571 575 591 rBVY 1131373 1179388 77.01% 6.548%
3 6.486 744 748 767 rBVY 1209483 1265283 82.61% 7.025%
4 6.622 767 771 778 rVV 1685416 1363926 89.06% 7.573%
5 6.686 779 782 786 rVB 21271 24345 1.59% 0.135%
6 6.851 807 810 817 rBV 967757 804218 52.51% 4 .465%
7 7.010 833 837 845 rBY 1228604 1097188 71.64% 6.092%
8 7.116 852 855 863 rVB 16353 18075 1.18% 0.100%
9 7.416 902 906 920 rBV 778018 745007 48.64% 4.136%
10 7.716 954 957 964 rVB 26394 30424 1.99% 0.169%
11 8.139 1025 1029 1046 rBvV 1118757 1019094 66.54% 5.658%
12 8.357 1063 1066 1073 rBV 32733 32096 2.10% 0.178%
13 8.416 1073 1076 1085 rVB 34859 39004 2.55% 0.217%
14 8.851 1146 1150 1154 rBvV2 20197 22136 1.45% 0.123%

15 9.216 1208 1212 1223 rBV 1811104 1531543 100.00% 8.503%

16 9.616 1277 1280 1286 rBV 122272 122563 8.00% 0.680%
17 9.898 1325 1328 1333 rBV 1129426 1026797 67.04% 5.701%
18 10.692 1460 1463 1478 rVB 795343 785737 51.30% 4 _.363%
19 11.392 1579 1582 1585 rBV 953712 925509 60.43% 5.139%
20 11.416 1585 1586 1593 rVV 181154 164170 10.72% 0.911%

21 11.474 1593 1596 1599 rVB 27847 25540 1.67% 0.142%
22 11.633 1617 1623 1627 rBV2 11720 20505 1.34% 0.114%
23 11.916 1663 1671 1679 rBV3 119557 205868 13.44% 1.143%
24 12.015 1684 1688 1690 rBV2 36699 41970 2.74% 0.233%
25 12.198 1715 1719 1722 rBV 20252 21354 1.39% 0.119%
26 12.233 1722 1725 1728 rVB 22925 27532 1.80% 0.153%
27 12.451 1759 1762 1764 rBV 25956 24322 1.59% 0.135%
28 12.545 1774 1778 1782 rBV2 22262 29457 1.92% 0.164%
29 12.615 1786 1790 1795 rBV 371301 349040 22.79%% 1.938%
30 12.704 1803 1805 1810 rBV5 32988 40698 2.66% 0.226%
31 12.845 1823 1829 1836 rBV 347537 371678 24.27% 2.064%
32 12.898 1836 1838 1841 rVB2 23178 20949 1.37% 0.116%
33 12.980 1846 1852 1856 rBV 1508321 1420373 92.74% 7.886%
34 13.010 1856 1857 1862 rVB4 20436 19673 1.28% 0.109%

8270-BF122419.M Mon Dec 30 18:06:26 2019 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118352.D

Aca On : 27 Dec 2019 21:59

Operator :© JU

Sample : K6431-01 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419._M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.062 1862 1866 1871 rBV3 23584 48592 3.17% 0.270%
36 13.157 1878 1882 1883 rBV4 33552 40513 2.65% 0.225%
37 13.174 1883 1885 1888 rVB2 37890 36748 2.40% 0.204%
38 13.239 1894 1896 1899 rVB2 25664 18648 1.22% 0.104%
39 13.280 1900 1903 1909 rVVv3 35612 48356 3.16% 0.268%
40 13.374 1916 1919 1921 rBV 22431 27785 1.81% 0.154%
41 13.692 1971 1973 1977 rBVY 29755 31253 2.04% 0.174%

42 13.874 2001 2004 2012 rVB3 165952 244418 15.96% 1.357%
43 14.051 2029 2034 2037 rBV2 1114029 1189216 77.65% 6.603%
44 14.074 2037 2038 2041 rVB 164854 94664 6.18% 0.526%
45 15.104 2210 2213 2217 rBVY 134531 182049 11.89% 1.011%

46 15.156 2220 2222 2225 rVB 88848 75151 4.91% 0.417%
47 15.474 2274 2276 2282 rVB 92854 111264 7.26% 0.618%
48 15.545 2283 2288 2292 rBVY 629597 830081 54.20% 4._.609%

Sum of corrected areas: 18011033
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

TIC Integ

LSC Report - Integrated Chromatogram

= Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
: BF118352.D

: 27 Dec 2019 21:59

- Ju

: K6431-01 2X

- 20 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF122419_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118352.D

Aca On : 27 Dec 2019 21:59

Operator :© JU

Sample : K6431-01 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

5.05 5.39 ng 216833 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 25
3 Acetone 58 C3H60 000067-64-1 10
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 504 (5.051 min): BF118352.D (-500) (-) m/z 43.00 100.00%
43
59
5000
101
480 5.00 520 5.40
83
o...,....,....,....,..??I,'::..??u!'!i....,....,.-...,...:,....,. m/z 59.00 63.69%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LN R UL UL I
59 480 500 520 5.40
m/z 101.00 28.27%
15 31 101
o 257 37, 53, 83 )
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone
59
480 5.00 520 5.40
5000 43 m/z 58.00 15.75%
31
15 ‘ [ 1] ! 69 8\7
e R IS I R IS UL RS RS IS SRR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #214: Acetone LA L L L LB L B
43 480 5.00 520 5.40
m/z 41.10 10.66%
5000
15
58
0"W?'”I“L'I”ﬁ?P"ﬁw”'l”"ﬁ"W'”'l”"P'”I'”'P
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118352.D

Aca On : 27 Dec 2019 21:59

Operator :© JU

Sample : K6431-01 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.62 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.62 33.92 ng 1363930 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 771 (6.622 min): BF118352.D (-767) (-) m/z 132.00 100.00%
132
5000 68 L
40 | % 620 6.40 6.60 6.80 7.00
54 : : : : :
ob i bl 17 87 L 35us Yl 477 68.10  35.72%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 AR AREE LRSS SRR
97 620 6.40 6.60 6.80 7.00
2 17 ‘ m/z 134.00 32.71%
o) I "|i"|' .'|.| L |".|'!| . |.|||' .8.‘8. |J 1.053. I||I . I||I —
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 {
74 620 6.40 6.60 6.80 7.00
5000 og 116 m/z 66.00 23.77%
I | .u“,.. . IﬂQ7 ‘ S - - ,.1??.
m/z--> 40 60 80 100 120 140 160 180 i L
Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine RERE SR e e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 15.40%
5000 104
39 52 e 78
0 — "“i : I\‘lwl I‘l\‘l : ‘Hl : |9|2| T I‘I |1|17|| : ‘: T —— ——r
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118352.D

Aca On : 27 Dec 2019 21:59

Operator :© JU

Sample : K6431-01 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.92 4.45 ng 205868 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Dodecanoic acid 200 C12H2402 000143-07-7 72
Abundance Scan 1672 (11.921 min): BF118352.D (-1663) (-) m/z 73.00 100.00%
73
60
43
5000 129 192
213
|| | ﬂ 14307171 256 11.60 11.80 12.00 12.20
o.n,n.w.”h. m/z 60.00 71.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129
11.60 11.80 12.00 12.20
m/z 43.05 59.28%
TJJ 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
60 73
43
11!60 11fso 12foo 12!20 '
5000 29 m/z 55.05 56.18%
129
“ T? o1 115 ‘ 71 214
0,,,I,\,,,\I\,‘,,l‘\,ﬂ,"u,j,,,,\,I,,,,ﬁf%,l?i,\,,l,‘,,l,eq,,,
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid B B
43 60 73 11.60 11.80 12.00 12.20
m/z 41.05 51.25%
5000 129
29
‘ 143157171185199 242
O.Fﬁ.k.,ﬁ. it bt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118352.D

Aca On : 27 Dec 2019 21:59

Operator :© JU

Sample : K6431-01 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Cyclotetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.87 4.11 ng 244418 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 94
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
3 l1l-Heptadecene 238 C17H34 006765-39-5 91
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 90
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 90
Abundance Scan 2003 (13.868 min): BF118352.D (-2001) (-) m/z 57.10 100.00%
783
5000 J\J\J‘J‘b\/f
140 15 188 13,60 13.80 14.00 14.20
o} m/z 43.05 98.64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #174180: Cyclotetracosane
55 83
5000 SR AR SUNRIUE SR SR
13.60 13.80 14.00 14.20
29 m/z 69.05 96.21%
0 J il 167 195 222 251 279 308
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57
83 SR AR SUNILE S SR
13.60 13.80 14.00 14.20
5000 111 m/z 55.10 92.18%
29 169
ok Lk g |, 20 s 406 vWNWAANwNAMVJ\MMAFUJVAMAW~
m/z--> 50 100 150 200 250 300 350 400
Abundance #92567: 1-Heptadecene R EEEEE RS
57 83 13.60 13.80 14.00 14.20
m/z 83.05 88.14%
5000
o \‘ Ly |40 ,168 210 238
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF122719\
Data File : BF118352.D

Acq On : 27 Dec 2019 21:59

Operator : JU

Sample : K6431-01 2X

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF122419_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.05 5.4 ng 216833 1 6.85 804218 20.0
unknown6 .62 6.62 33.9 ng 1363930 1 6.85 804218 20.0
n-Hexadecanoic acid 11.92 4.5 ng 205868 4 11.40 925509 20.0
Cyclotetracosane 13.87 4.1 ng 244418 5 14.05 1189220 20.0
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